Powder diffraction data was collected from a sample of [Cd(en) 3 ][Cd(SC 6 H 4 S) 2 ] loaded into a flat plate with a wavelength of 0.69675(3)Å, and solved using simulated annealing. The sample geometries above and below 22° were different, and so those regions were treated as two separate datasets in the Rietveld refinement. The blue dots in the above graph represent the data, the red line the final fit to the data, and the black curve below is the difference between the two. The structure was presumed to be isostructural to that of [Cd(en) 3 ][Cd(SC 6 H 4 S) 2 ] with the Mg being primarily bonded with the ethylenediamine. Each site was occupied with both an Mg and an Cd atom with the occupancies refined under the constraint of a total of one atom being present on each site. The blue dots in the above graph represent the data, the red line the final fit to the data, and the black curve below is the difference between the two. 3 ] with a wavelength of 0.69791(3)Å, in a flat plate sample geometry. The structure was solved using simulated annealing in TOPAS. A correction for absorption was applied for the different effective thickness of the sample as θ was scanned. The blue dots in the above graph represent the data, the red line the final fit to the data, and the black curve below is the difference between the two. 3 ]. The blue dots in the above graph represent the data, the red line the final fit to the data, and the black curve below is the difference between the two. 3 ]. The blue dots in the above graph represent the data, the red line the final fit to the data, and the black curve below is the difference between the two.
